Chemical structure of the title compound. The crystal structure and other experimental details are given in Table 1 . The structure was solved by direct methods and refined on F 2 by full-matrix least-squares procedures to a final R-value of 0.0455. All of the hydrogen atoms were located from a difference Fourier map; their positions and isotropic temperature factors were refined along with all of the parameters of the non-hydrogen atoms. ORTEP-III drawings of two crystallographically independent molecules are shown in Fig. 2 . 5 Selected bond lengths, bond angles and torsion angles are listed in Table 2 .
The bond distances and bond angles for both asymmetric molecules, A and B, are in good agreement with a related 3,4dihydroisocoumarin. 3 A widening of the angle O1-C1-C8a is observed in both molecules, and the large value of this angle is attributed to lone-pair interactions between O1 and O2. In both molecules, the heterocyclic ring B exists in a half-chair conformation, with the rotational axis passing through the C1-C8a and C3-C4 bonds [∆C2 (C1A-C8aA) = 3.01; ∆C2 (C1B-C8aB) = 3.06]. Atomic deviations within the heterocyclic ring relative to the plane of the fused aromatic ring, defined by atoms C4a-C8a for atoms C1, O2, C3 and C4, are as follows: molecule A: 0.066(2), 0.340(1), 0.757(2), -0.096(2)Å; molecule B: 0.005(2), 0.204(1), 0.594(2), -0.142(2)Å, respectively.
The dihedral angle between the heterocyclic ring and phenyl ring of the isocoumarin nucleus [12.4(1)˚ (molecule A) and 9.1(1)˚ (molecule B)] is comparable with the corresponding angle of 10.5(1)˚ in spiro(5,7-dimethoxy-1(1H)oxo-2benzopyran-3(4H),1′-cyclohexane). 3 The phenyl and benzyl substituents at C3 are almost parallel in molecule A [dihedral angle 11.1(1)˚], whereas in molecule B the angle between them is 43.6(1)˚. In molecule A the 3-substituted phenyl ring D showed a tendency to be perpendicular with respect to the plane through the A/B isocoumarin nucleus [dihedral angle 86.8(1)˚]; in molecule B, the phenyl ring D makes a dihedral angle of 23.5(1)˚ with the isocoumarin nucleus. The values of the torsion angles [O2A-C3A-C9A-C10A -62.4(2)˚ and O2B-C3B-C9B-C10B 179.0(2)˚] are indicative of entirely different conformations of the attachment of the benzyl substituent to the isocoumarin nucleus in molecules A and B; the C3A-C9A-C10A-C15A (84.5(3)˚) and C3B-C9B-C10B-C15B (88.0(3)˚) torsion angles show how the phenyl ring of the benzyl moiety is oriented. The different conformations of the attachment of the phenyl and benzyl substituent to the iso-coumarin nucleus in molecules A and B results from the different geometry of intramolecular π-π interactions. In molecule A, a π-π interaction has been observed between phenyl rings A and D with a perpendicular separation of 3.622 Å. In molecule B, the π-π interaction is between rings C and D with a perpendicular separation of 2.979 Å.
The packing of the molecules in the crystal is stabilized by intermolecular C-H·O and C-H·π interactions, which interconnect the molecules to form layers. The layers of the molecules are stacked in the c direction in an ABAB sequence. Details of C-H·O and C-H·π interactions are given in Table 3 . 
